CoMSIA-ALL 0.669 6 a q 2 = the square of the LOO cross-validation (CV) coefficient; N = the optimum number of components. Figure S1 . Distill-based alignment of optimized molecules by Powell method. = the square of the LOO cross-validation (CV) coefficient; N = the optimum number of components; SEP = standard error of prediction; SEE is the standard error of estimation of non CV analysis; r 2 is the square of the non CV coefficient; F is the F-test value; S, E, H, D and A are the steric, electrostatic, hydrophobic, hydrogen-bond donor, and hydrogen-bond acceptor contributions respectively.
